. Walleye stereo-view showing overlap of active site residues from the X-ray crystal structures of Native (green, PDB code 3PHB) and Glu258Asp Leu261Ala Mutant (cyan, PDB code 5ETJ) PNPs bound to the TS-analogue DADMeImmG.
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Figure S2: Successful committor distribution for: (1) light PNP, (2) heavy PNP, (3) mixed PNP, (4) light mutant PNP, and (5) heavy mutant PNP. Figure S3 : Structures from a production run after the chemical event showing the active site and reaction coordinate residues in heavy (left) and heavy mutant (right). In yellow we depict the mutated residues. Residue Glu258 was mutated to Asp and Leu261 to Ala. Figure S5 : Superimposition of the reaction coordinate residues (wire) and substrate (ball and stick) at the transition state for: (A) WT PNP in orange -mutant in grey, (B ) Heavy PNP in magenta -heavy-mutant in cyan. 
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